LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©@3907.D

Acqg On : 10 Nov 2020 17:52 Instrument :
Operator : CG/JU BNA_P

Sample : L4679-01 ClientSampleld :
Misc : FK-EF-03-001-ABCD

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3907.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.934 3 8 27 rVB 7363850 8493781 100.00% 17.433%
2 3.087 27 34 45 rVW2 111627 276655 3.26% 0.568%
3 3.181 45 50 62 rVB 443894 549057 6.46% 1.127%
4 5.805 488 496 508 rBV 2760886 4054464 A47.73%  8.322%
5 7.452 768 776 791 rBV 2154267 3523224 41.48% 7.231%

6 7.716 811 820 838 rBvV2 60078 244439 2.88%
7 7.846 838 843 851 rVB 105195 164525 1.94%
8 8.275 909 916 923 rBV 629701 999693 11.77%
9 9.440 1106 1114 1125 rVB 1398314 2251286 26.51%

1.110 1390 1398 1405 rBV 757916 1262105 14.86%

NANMNOO
[
U1
N
R

11 13.522 1800 1808 1824 rBV 3034744 4325964 50.93%
12 14.322 1938 1944 1952 rBV 420632 562673 6.62%
13 14.898 2034 2042 2051 rBV 991941 1427942 16.81%
14 16.381 2286 2294 2309 rBV 1966792 2943767 34.66%
15 16.933 2383 2388 2395 rBV 75263 101788 1.20%

O AN B 0
Xo}
w
=
R

16 17.545 2487 2492 2497 rBV 84886 107891 1.27%
17 17.628 2500 2506 2518 rBV 1030615 1465567 17.25%
18 18.445 2640 2645 2647 rBV3 65033 100855 1.19%
19 20.127 2925 2931 2936 rBV 3694413 4611610 54.29%
20 21.139 3100 3103 3108 rVB 105541 113321 1.33%

O LVoOWOo
N
(]
~N
R

21 21.310 3128 3132 3141 rBV2 418398 601923 7
22 21.421 3147 3151 3154 rBV 194252 238143 2
23 21.574 3174 3177 3184 rBV3 113909 175157 2.06%
24 21.657 3186 3191 3196 rBV 1146134  144999% 17.
25 21.857 3222 3225 3232 rVB 142574 176644 2

ONOO R
w
o))
(]
B

26 21.927 3232 3237 3240 rBV 1207230 1597027 18.80%
27 21.957 3240 3242 3250 rVB 808373 893422 10.52%
28 22.168 3273 3278 3283 rBV 478650 621986  7.32%
29 22.274 3293 3296 3300 rVB 95346 113163 1.33%
30 22.457 3323 3327 3332 rVB2 73668 110427 1.30%

OO0, RFP W
N
N
~N
R

31 22.615 3350 3354 3359 rVB2 120737 170479 2
32 22.710 3365 3370 3379 rVV3 239742 485282 5
33 22.786 3380 3383 3390 rVvB2 97293 141466 1.67%
34 23.892 3565 3571 3588 rVB2 513419 1074411 2
35 24.127 3605 3611 3620 rVB 754911 1540554 18

WNOOO®
N
O
(]
B

36 25.439 3828 3834 3848 rVB4 356431 988366 11.64%  2.029%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©@3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample : L4679-01 :
Misc : FK-EF-03-001-ABCD

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 28.327 4319 4325 4340 rVB2 225593 762974 8.98% 1.566%

Sum of corrected areas: 48722027
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Nov 2020 17:52
: CG/JU

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
BP003907.D

L4679-01

FK-EF-03-001-ABCD

: 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP003907.D\data.ms
934

5.805
7.452
9.440
8.975 11.110

3.181
%OW 7.71846

Time-->

300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP003907.D\data.ms

20.127
13.522

16.381

14.898 17.628

14.322
16.933 17.545 18.445

0
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP003907.D\data.ms

07
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample . L4679-01 :
Misc . FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown2.934 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.934 169.93 ng 8493780 1,4-Dichlorobenzene-d4 8.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrC1302 1000115-31-4 9
Abundance Scan 8 (2.934 min): BP003907.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000
R Ran e AR
3.003.103.203.30
ob dii| 1319 20902695 366743444976 1/, 43.00 S6.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 L L B L B R R
3.003.103.203.30
m/z 88.95 31.41%
”‘ \‘h L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

43.0

3.003.103.203.30
5000 m/z 41.05 10.43%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #733: N-Ethylformamide T T
73.0 3.003.103.203.30

m/z 45.00 8.70%

5000

15.)‘
L ‘“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

3.003.103.203.30
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample . L4679-01 :
Misc . FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Cyclohexane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.087 5.53 ng 276655 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane 84 C6H12 000110-82-7 91

2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 78

3 Cyclopentane, methyl- 84 C6H12 000096-37-7 59

4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 53

5 Cyclobutane 56 C4HS8 000287-23-0 46

Abundance  Scan 34 (3.087 min): BP003907.D\data.ms (-27) (-) m/z 56.00 100.00%
56.0

—

5000
SV N —
‘ 1 300 320 3.40
ol A4 11188 1961 266.9327.1388.1 459.2 5346 n/z 84.05  60.34%
mfz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1455: Cyclohexane
56.0
5000 LA LA L L B B B

3.00 3.20 3.40
‘ m/z 41.00 56.80%

i

|
(LA B BN B I L B A I L L R B B L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance

56.0

-

3.00 3.20 3.40
5000 m/z 55.00  35.74%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #1494: Cyclopentane, methyl- O A e e A A I SR
56.0 3.00 320 3.40
m/z 68.95 24.98%
H”,, P TR T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample . L4679-01 :
Misc . FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Butane, 2-methoxy-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.181 10.98 ng 549057 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 50 (3.181 min): BP003907.D\data.ms (-45) (-) m/z 73.10 100.00%
73.1
5000
e
1 3.00 3.20 3.40 3.60
ol il 1337 2070 281.0 3931 485.6545. ./, 43 .95 41.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L DL
3.00 3.20 3.40 3.60
‘ m/z 55.05 30.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
R
3.00 3.20 3.40 3.60
5000 m/z 87.05 26.60%
RRRE e B e B RRaEa
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1995: Silane, tetramethyl- B e
73.0 3.00 3.20 3.40 3.60
m/z 41.05 13.39%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample . L4679-01 :
Misc . FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 .alpha.-Methylstyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.710 4.89 ng 244439  1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Methylstyrene 118 C9H10 000098-83-9 95
2 (3H)Indazole, 3,3-dimethyl- 146 CO9H1ON2 059341-22-9 90
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 022250-74-4 70
4 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e0 000622-97-9 53
5 Benzene, 1-ethenyl-3-methyl- 118 C9H10 000100-80-1 52
Abundance Scan 820 (7.710 min): BP003907.D\data.ms (-811) (-) m/z 118.05 100.00%
118.1

5000

ﬁ

- A 1“#“"‘ bhd206,8266.93263 43234960  n/z 116.95  74.54%

51.0‘

R RARRRRR A
’ 7.40 7.60 7.80 8.00
ol

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8965: .alpha.-Methylstyrene
118.0
5000 L B R R B R
7.40 7.60 7.80 8.00
m/z 103.00 61.70%

51.0’
l LM 1 1’ L

‘\\‘\ T ‘ TTTT ‘ TTrTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

118.0

r

7.40 7.60 7.80 8.00
5000 51.0 m/z 78.00  34.52%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #8984: Bicyclo[4.2.0]octa-1,3,5-triene, 3-methyl- R e R
118.0 7.40 7.60 7.80 8.00

m/z 114.95  29.76%

-

5000
39.0

| J M 1 ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00

.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52
Operator : CG/JU

Sample . L4679-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

FK-EF-03-001-ABCD

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
7.846 3.29 ng 164525 1,4-Dichlorobenzene-d4 8.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 38
3 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 36
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 36
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 25

Abundance Scan 843 (7.846 min): BP003907.D\data.ms (-838) (-)
45.0

m/z 45.00 100.00%

5000

A T
’104 0 7.60 7.80 8.00 8.20
ol b m 2082 2970  404.8466.55252  n/z 59.e5  33.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 J\\\\\‘\\\\‘\\\\‘\\\\’\\\
7.60 7.80 8.00 8.20
m/z 72.00 21.69%
‘ }104.0
| |
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45.0
AR RAREEREEEE
7.60 7.80 8.00 8.20
5000 m/z 73.00 12.53%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #21970: Ethanol, 2-[2-(2-propenyloxy)ethoxy]- T T T T T T T
45.0 7.60 7.80 8.00 8.20

m/z 43.00 12.16%

5000

Hm‘ 1, 103.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample . L4679-01 :
Misc . FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1-Heneicosyl formate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.310 8.30 ng 601923 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 3132 (21.310 min): BP003907.D\data.ms (-3128) (- m/z 57.10 100.00%
57.1

5000

.

21.00 21.50
m/z 55.05 91.94%

0 “ 2340 341.0400.8460.6 536.5
Ean wwH,wwww R e A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate

w
!
o

5000
21.00 21.50
125.0 m/z 43.10 86.53%
1L amm0 2040
‘\\\ ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— —
21.00 21.50
5000 m/z 83.05 79.56%
125.0
238.0
[ o T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene - 7
55.0 21.00 21.50
m/z 69.05 67.19%
5000
{ ‘1%5.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample . L4679-01 :
Misc : FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

21.421 3.28 ng 238143 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 202 C15H22 000483-77-2 60
2 1H-Indene, 2,3-dihydro-1,1,4,5-t... 174 C13H18 016204-57-2 43
3 Indan, 1,1,6,7-tetramethyl- 174 C13H18 016204-58-3 43
4 1H-Indene, 2,3-dihydro-1,1,4,6-t... 174 C13H18 000941-60-6 43
5 2-Cyclohexyldimethylsilyloxymeth... 242 C13H2602Si 1000282-21-1 40

Abundance Scan 3151 (21.421 min): BP003907.D\data.ms (-3147) (- m/z 159.05 100.00%

159.1
5000

oy

kb alll], 222.9282.0340.1 4289 5041 5 169,10 23.55%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #62821: Naphthalene, 1,2,3,4-tetrahydro-1,6-dimethyl-4-
159.0

o

5000 T

m/z 167.10  23.33%

280 910, ] |
‘\\‘\\“\\\\"\‘\\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
159.0

5000 m/z 117.00  21.93%

15.0 77.0

[ T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

#41141: Indan, 1,1,6,7-tetramethyl- —
159.0 21.50

m/z 165.00  16.31%

h M
390 1010,

‘\\\\“\” \’\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample . L4679-01 :
Misc : FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1,5,6,7-Tetramethyl-3-pheny... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.574 2.42 ng 175157 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,5,6,7-Tetramethyl-3-phenylbicy... 224 C17H20 126584-00-7 53
2 2-Hydroxy-4-methoxybenzaldehyde,... 224 C11H1603Si 1000352-92-4 50
3 Carbazole, 1,5,7-trimethyl- 209 C15H15N 078787-84-5 50
4 Benzhydrazide, 2-benzoyl-N2-(3-m... 358 C22H18N203 294652-03-2 47
5 3-(N-Methylamino)-9- methylcarbazole 210 C14H14N2 005416-98-8 47
Abundance Scan 3177 (21.574 min): BP003907.D\data.ms (-3174) (- m/z 209.10 100.00%
209.1
5000
91.0 ke ‘
3421 21.50
Olrrrrbperh ’MJ’«“@ M L L. 2831 4291 5040 0 mjz 91.00  23.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81281: 1,5,6,7-Tetramethyl-3-phenylbicyclo[3.2.0]hepta:
209.0
5000 MJ\J\TN ‘
21.50
m/z 179.05 20.42%
91.0 A
‘\H\"“\“\L\M\LH‘"\\\J\-?%\.‘\\'\“ \‘H‘\H\‘\H\‘\H\‘\\H‘\\H‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
209.0
T 7
21.50
5000 m/z 119.00 20.33%
73.0 151.0
15.0
A N R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68724: Carbazole, 1,5,7-trimethyl- M ; ‘
209.0 21.50
m/z 210.10  19.75%
5000
840 1510 |,
e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

8270-BP110320.M Wed Nov 11 14:30:32 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample . L4679-01 :
Misc . FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Quinoline, 2-(3-tolyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.857 2.44 ng 176644 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Quinoline, 2-(3-tolyl)- 219 C16H13N 024641-30-3 50
2 1-Naphthalenamine, N-phenyl- 219 C16H13N 000090-30-2 43
3 Quinoline, 2-(4-methylphenyl)- 219 C16H13N 024667-94-5 40
4 7-Methyl-2-phenylquinoline 219 C16H13N 027356-39-4 40
5 Furo[2,3-b]indole, 2,3,3a,8,8a-p... 219 C13H17NO2 016641-65-9 40

Abundance Scan 3225 (21.857 min): BP003907.D\data.ms (-3222) (- m/z 219.10 100.00%

219.1
5000
91.0
— —
152 V 2821 21.50 22.00
Oprrr e pldRBb bl L 355.9414.5475.1538.1 /s 91,00 28.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #76625: Quinoline, 2-(3-tolyl)-
219.0
39.0
5000 5 e
21.50 22.00
m/z 204.10  25.23%
’1280 ‘
TH TR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

219.0

=

= —
21.50 22.00
5000 m/z 205.05  23.54%

109.0
51.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #76641: Quinoline, 2-(4-methylphenyl)- = T
219.0 21.50 22.00
m/z 203.10  20.84%
5000
109.0
39.0 } \

1 A — =

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

8270-BP110320.M Wed Nov 11 14:30:32 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample . L4679-01 :
Misc . FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.927 22.03 ng 1597030 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 52
2 Boron, diethyl(5-ethyl-4,6-nonan... 250 C15H31BN2 136705-03-8 43
3 2-Pentene, 4-methyl-2,4-diphenyl- 236 C18H20 006258-73-7 38
4 3-Amino-4,6-dimethylthieno[2,3-b... 221 C10H11N30S 067795-42-0 38
5 p-Cyanophenyl p-(2-butoxyethoxy)... 339 C20H21NO4 067131-98-0 38
Abundance Scan 3237 (21.927 min): BP003907.D\data.ms (-3232) (- m/z 221.10 100.00%
221.1
91.0
5000
—
}1%7-1 22.00
Okl il bl | 2831 354.24162 489.2548: 1/, o1 6o 53.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90964: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phenyl-
221.0
5000 1
22.00
143.0 m/z 119.85 38.07%
77.? | ‘
\\I‘\‘\J‘l\u\‘\\\\‘Ih\“\J\\H“\l\h\‘\h‘m\ \L\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
221.0 M
=L —
22.00
5000 m/z 105.00 29.90%
29.0 950 161.0
T T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90951: 2-Pentene, 4-methyl-2,4-diphenyl- —F=
221.0 22.00
m/z 143.05 29.65%
5000 91.0
H\WNﬂMWM&E%?MW\LM\H‘\H\M\H‘H\W\H\M\H‘\ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00

8270-BP110320.M Wed Nov 11 14:30:33 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample . L4679-01 :
Misc : FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 1H-1,2,4-Triazole-5(4H)-thi... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.957 12.32 ng 893422 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-1,2,4-Triazole-5(4H)-thione, ... 207 C9H9N30S 1000277-38-2 50
2 1-Methyl-3-phenylindole 207 C15H13N 030020-98-5 47
3 1H-Benzo[4,5]furo[3,2-f]indole 207 C14HSNO 000242-97-7 47
4 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 47
5 Phenyltricyclo[8.2.2.2(4,7)]hexa... 311 C23H21N 1000306-66-3 47

Abundance Scan 3242 (21.957 min): BP003907.D\data.ms (-3240) (- m/z 207.10 100.00%
207.1

%

5000
91.0
——
H 22.00
Ot 14900y || 282.0340.1 428948915461 /7 91,00  36.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67159: 1H-1,2,4-Triazole-5(4H)-thione, 4-allyl-3-(3-furyl
207.0
5000 ]
22.00
39.0 m/z 119.10 24.61%
‘ ﬂl&o
‘\\\\“"n“\‘l\‘\\\“‘“\“\l\\\J“‘\‘\“}\l“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
207.0
—r=
22.00
5000 m/z 129.00 22.97%
103.0
39.0
R B e EMAEmamE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66993: 1H-Benzo[4,5]furo[3,2-flindole —r=
207.0 22.00
m/z 208.10 17.15%
5000
104.0
39.0 ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00

8270-BP110320.M Wed Nov 11 14:30:34 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample . L4679-01 :
Misc . FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknown22.168 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.168 8.58 ng 621986 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-4,4-diphenyl-3,4-dihydr... 298 C21H18N2 1000300-40-0 40
2 Boron, diethyl(5-ethyl-4,6-nonan... 250 C15H31BN2 136705-03-8 38
3 4,6-Dimethyl-2-thioxo-1,2-dihydr... 236 C11H16N2SSi 1000332-43-1 38
4 4-Hydroxy-beta-phenylcinnamonitrile 221 C15H11NO 016281-90-6 37
5 Benz[jlisoquinoline, 3,6,8-trime... 221 C16H15N 061171-16-2 37

Abundance Scan 3278 (22.168 min): BP003907.D\data.ms (-3273) (- m/z 221.05 100.00%

2211
5000 91.0
o 2
‘ 1F7.1 22.00 22.50
Ob bbb DL A, 28103392 4301 6351 /0 91 09 40.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143273: 2-Methyl-4,4-diphenyl-3,4-dihydro-quinazoline
221.0
5000 | e DN,
770 22.00 22.50
143.0 m/z 119.05 32.18%
‘ \ 298.0
‘\\\u"\l\“\\‘L\\‘\\“A\‘\}\‘\‘\\‘l\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
221.0
= =
22.00 22.50
5000 ITI/Z 143.00 22.66%

29.0 g5 161.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90218: 4,6-Dimethyl-2-thioxo-1,2-dihydro-3-pyridinecarh F— <
221.0 22.00 22.50

m/z 105.00 18.67%

5000

N

15.0, ‘u 146.0 |

P e e

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

8270-BP110320.M Wed Nov 11 14:30:34 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample . L4679-01 :
Misc . FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknown22.616 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.616 2.35 ng 170479 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Azabicyclo[9.2.2]pentadecan-1... 223 C14H25NO 1000191-26-7 35
2 2-[p-Aminobenzyl]benzimidazole 223 C14H13N3 099206-51-6 27
3 9H-Carbazole-2-ethanamine, 3-eth... 266 C18H22N2 055044-78-5 27
4 Benzenamine, N,N-dimethyl-4-(2-p... 223 C16H17N 001145-73-9 25
5 5-Methoxy-2-trimethylsilyloxy-ac... 238 C12H1803Si 097389-71-4 22
Abundance Scan 3354 (22.615 min): BP003907.D\data.ms (-3350) (- m/z 223.05 100.00%
223.1
119.1
5000
| s 2200
Hs“ ‘m \ uM TWREN 1 26203430 4311 5032 ./, 119.05 75.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80200: 12-Azabicyclo[9.2.2]pentadecan-13-one
97.0 223.0
5000 A= —
22.50 23.00
”( \1660 m/z 91.00 47 .05%
\‘l\‘\‘L\\li\}l\l‘\\‘\"‘“\h\“\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
223.0
= =
22.50 23.00
5000 m/z 237.05 33.79%
106.0
41.0 166.0
A R R e e e B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115851: 9H-Carbazole-2-ethanamine, 3-ethyl-N,1-dimet — e
223.0 22.50 23.00
m/z 219.05 31.03%
760 1400 \H\im |
R A R B R e P -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

8270-BP110320.M Wed Nov 11 14:30:35 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample . L4679-01 :
Misc : FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 1-Tricosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.710 6.69 ng 485282 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 91
2 Docosyl trifluoroacetate 422 C24HA5F302 1000351-75-5 91
3 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91

Abundance Scan 3370 (22.710 min): BP003907.D\data.ms (-3365) (- m/z 57.10 100.00%

57.1
5000

i -

{1Ff1 2060 22.50 23.00

obdbbbiiy ., 2900 2768 3410 416447705361 1/, 43.10  ge.ee%
miz—-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163016: 1-Tricosene
57.0
5000 — —

22,50 23.00

m/z 55.10 66.09%

| Hh

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

57.0

— —
22.50 23.00

5000 m/z 97.05 66.02%
125.0
182.0  280.0 353.0
e T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #231356: Docosyl pentafluoropropionate T —
57.0 22.50 23.00

m/z 83.10 57.60%

5000
5.0
1 I‘II‘AFSZO 250.0308.0 454.0

\ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

8270-BP110320.M Wed Nov 11 14:30:36 2020 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\

Data File : BP@@3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample : L4679-01 :
Misc . FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 1-Docosene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.892 13.95 ng 1074410 Perylene-di2 24.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Cyclooctacosane 392 C28H56 000297-24-5 95
3 Octacosanol 410 C28H580 000557-61-9 91
4 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
5 Tetracosyl trifluoroacetate 450 C26H49F302 1000351-76-4 91

Abundance Scan 3571 (23.892 min): BP003907.D\data.ms (-3565) (- m/z 57.10 100.00%
57.1

5000

T

’ 2051 23.50 24.00
o_m,ml‘ blis, 2001 2801 3542 4298 5358 n/z 43.10  76.46%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151537: 1-Docosene
57.0
5000 — ——
1bs 0 308.0 23.50 24.00
‘ m/z 55.05 66.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— ——
23.50 24.00
5000 m/z 97.10 64.45%
125.0

392.0
196.0 264.0322.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #215904: Octacosano
57.0 23.50 24.00

m/z 83.10 60.46%

-

5000

125.0

| n‘,\ L1950 2920

‘H { [

392.0

m/z--> 0 50 100 150 200 250 300

350 400 450 500 550

-

23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample . L4679-01 :
Misc : FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 1-Triacontanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.439 12.83 ng 988366 Perylene-di2 24.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Triacontanol 438 C30H620 000593-50-0 90
2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 81
3 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 81
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 81
5 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 70
Abundance Scan 3834 (25.439 min): BP003907.D\data.ms (-3828) (- m/z 57.10 100.00%
57.1
5000
209.1
1f5-1 25.50
281.0 :
ol ik Au 'ML bbb 2000840 44635040y 43,10 77.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #224416: 1-Triacontano
57.0
5000 T
25.50
125.0 420.0 m/z 55.10 64.41%
UL 2950 2650 3360
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
—
25.50
5000 m/z 97.05 63.10%
125.0
195.0 264.0  364.0 437.0
e e T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #231356: Docosyl pentafluoropropionate —
57.0 25.50
m/z 83.10 62.20%
5000
125.0
Y J“ ||| 1820 250,03080 454.0
e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP@©3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample . L4679-01 :
Misc : FK-EF-03-001-ABCD

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Benzene, 1,1'-(4,4-dimethyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
28.327 9.91 ng 762974 Perylene-di2 24.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(4,4-dimethyl-1-bu... 236 C18H20 093393-51-2 53
2 Benzene, 1,1'-(1,4-dimethyl-1-bu... 236 C18H20 052161-54-3 47
3 Pyrido[1,2-a]benzimidazole-4-car... 221 C14H11N3 016314-95-7 35
4 4,6-Dimethyl-2-thioxo-1,2-dihydr... 236 C11H16N2SSi 1000332-43-1 35
5 4-Hydroxy-beta- phenylc1nnamon1tr11e 221 C15H11NO 016281-90-6 35

Abundance Scan 4325 (28.327 min): BP003907.D\data.ms (-4319) (- m/z 221.10 100.00%
119.1 221.1

8

5000
28.00 28.50
41.1 ‘ l 281.0
Ol Ly [y 2810 3561 4290 5082 199,10 93.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90968: Benzene, 1,1'-(4,4-dimethyl-1-butene-1,4-diyl)bi
119.0
5000 221.0 [ L

410 28.00 28.50
‘ m/z 91.00 54.20%

M‘\ L1y \

‘ TTTT ‘ \ T \ T ‘ T \ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

119.0

—

28.00 28.50
5000 221.0 m/z 143.00  28.48%

41.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78289: Pyrido[1,2-a]benzimidazole-4-carbonitrile, 1,3-di
221.0 28.00 28.50
m/z 105.05 25.76%

B

5000

39.0
111.0
‘ “ “ “H.m ey

L e B A
I | | | I I I I I I I I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28.00 28.50

.
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©@3907.D

Acqg On : 10 Nov 2020 17:52

Operator : CG/JU

Sample : L4679-01 :
Misc : FK-EF-03-001-ABCD

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown2.934 2.934 169.9 ng 8493780 1 8.275 999693 20.0
Cyclohexane 3.087 5.5 ng 276655 1  8.275 999693 20.0
Butane, 2-metho... 3.181 11.0 ng 549057 1 8.275 999693 20.0
.alpha.-Methyls... 7.710 4.9 ng 244439 1 8.275 999693 20.0
Ethanol, 2-(2-e... 7.846 3.3 ng 164525 1 8.275 999693 20.0
1-Heneicosyl fo... 21.310 8.3 ng 601923 5 21.657 1450000 20.0
Naphthalene, 1,... 21.421 3.3 ng 238143 5 21.657 1450000 20.0
1,5,6,7-Tetrame... 21.574 2.4 ng 175157 5 21.657 1450000 20.0
Quinoline, 2-(3... 21.857 2.4 ng 176644 5 21.657 1450000 20.0
1H-Indene, 2,3-... 21.927 22.0 ng 1597030 5 21.657 1450000 20.0
1H-1,2,4-Triazo... 21.957 12.3 ng 893422 5 21.657 1450000 20.0
unknown22.168 22.168 8.6 ng 621986 5 21.657 1450000 20.0
unknown22.616 22.616 2.4 ng 170479 5 21.657 1450000 20.0
1-Tricosene 22.710 6.7 ng 485282 5 21.657 1450000 20.0
1-Docosene 23.892 13.9 ng 1074410 6 24.127 1540550 20.0
1-Triacontanol 25.439 12.8 ng 988366 6 24.127 1540550 20.0
Benzene, 1,1'-(... 28.327 9.9 ng 762974 6 24.127 1540550 20.0
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